. Raman spectra for a pellet containing a majority of β-TBB with γ-TBB contamination over a range of temperatures. Pure powder Raman data for both TBB polymorphs (scaled for clarity) are included to explicitly show the source of contamination from γ-TBB and its spectral shifting with temperature change. Figure S2 . Raman spectra for a pellet containing a majority of γ-TBB with β-TBB contamination over a range of temperatures. Pure powder Raman data for both TBB polymorphs (scaled for clarity) are included to explicitly show the source of contamination from β-TBB and its spectral shifting with temperature change. Table S1 . Solid-state DFT (PBE-D3/def2-TZVP) simulated vibrational frequencies for β-TBB. Frequency is listed in cm -1 , IR intensities are listed in units of km/mol, and Raman intensities are listed in arbitrary units, normalized to 1. Table S2 . Solid-state DFT (PBE-D3/def2-TZVP) simulated vibrational frequencies for γ-TBB. Frequency is listed in cm -1 , IR intensities are listed in units of km/mol, and Raman intensities are listed in arbitrary units, normalized to 1. 
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